Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.046; wR factor = 0.119; data-to-parameter ratio = 18.2.
Related literature
For bond-length data, see: Allen et al. (1987) . For related structures, see: Fun et al. (2008a,b,c) . For the activities and applications of 1,2,4-triazole derivatives, see: Bhat et al. (2004) ; Holla et al. (2002) ; Karthikeyan et al. (2007) ; Raafat et al. (2006) ; Wei et al. (2007) .
Experimental
Crystal data C 14 H 20 N 4 S M r = 276.41
Monoclinic, P2 1 a = 5.9720 (3) Å b = 8.5153 (5) Å c = 14.8271 (6) Å = 97.223 (3) V = 748.03 (7) Å 3 Z = 2 Mo K radiation = 0.21 mm À1 T = 100.0 (1) K 0.58 Â 0.39 Â 0.13 mm
Data collection
Bruker SMART APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.888, T max = 0.974 10373 measured reflections 3612 independent reflections 3295 reflections with I > 2(I) R int = 0.029 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.119 S = 1.07 3612 reflections 199 parameters 29 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.74 e Å À3 Á min = À0.54 e Å À3 Absolute structure: Flack (1983), 1293 Friedel pairs Flack parameter: 0.05 (9) Table 1 Hydrogen-bond geometry (Å , ) .
Symmetry codes: (i) Àx þ 1; y þ 1 2 ; Àz þ 1; (ii) Àx þ 1; y À 1 2 ; Àz þ 1; (iii) Àx; y À 1 2 ; Àz þ 1.
Data collection: APEX2 (Bruker, 2005); cell refinement: APEX2; data reduction: SAINT (Bruker, 2005); program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2003) . 
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Comment
In recent decades, a large number of reports concerning 4-amino-1,2,4-triazol-3-thiones have appeared owing to a wide variety of their biological activity. The 1,2,4-triazole nucleus has been incorporated into a wide variety of therapeutically interesting drug candidates, including H1/H2 histamine receptor blockers, cholinesterase-active agents, CNS stimulants, antianxiety agents, and sedatives (Bhat et al., 2004) . The amino and thione groups are ready-made nucleophilic centers for the synthesis of condensed nitrogen and sulfur heterocyclic rings, e.g., triazolothiadiazoles, triazolothiadiazines and triazolothiadiazepines (Raafat et al., 2006) . Substituted derivatives of triazole possess comprehensive bioactivities such as antimicrobial, anti-inflammatory, analgesic, antitumorial, antihypertensive, anticonvulsant and antiviral activities (Wei et al., 2007) .
The broad biological activities that the 1,2,4-triazoles shown may be due to the presence of the >N-C-S moiety (Holla et al., 2002) . Due to the progress that occurs in dealing with the chemistry of substituted 4-amino-1,2,4-triazole-3-thiones as well as their biological activity, we report here the crystal structure of the title triazole compound.
The bond distances and angles in the title molecule ( Fig .1) have normal values (Allen et al., 1987) and are comparable with those observed in related structures (Fun et al., 2008a,b,c) . The triazole ring (C1/C2/N1-N3) is planar to within ±0.004 Å. The chiral carbon atom C3 is in a distorted tetrahedral configuration. The dihedral angle between the triazole and benzene (C4-C9) rings is 83.29 (11)°. The 2-methylpropyl group is disordered over two sites. The orientation of this group with respect to the benzene ring can be indicated by the torsion angles C7-C10-C11-C12 = 167.1 (4)° and C7-C10-C11-C13 = -53.8 (5)° [C7-C10-C11-C12A = -162.4 (5)° and C7-C10-C11-C13A = 58.6 (10)° for the minor component].
In the crystal packing, the molecules are linked into chains along the b axis by N-H···S hydrogen bonds (Fig. 2) . These chains are cross-linked into a two dimensional network parallel to the ab plane by C-H···S hydrogen bonds (Table 1) .
Experimental
The title compound was prepared by following the literature procedure (Karthikeyan et al., 2007) . The solid product obtained was collected by filtration, washed with ethanol and dried. Colourless single crystals suitable for X-ray analysis were obtained from an ethanol solution by slow evaporation (yield 61%; m.p. 423-424 K).
Refinement
The methylpropyl group is disordered over two orientations with refined occupancies of 0.685 (8) and 0.315 (8). During refinement, bond distances involving C12, C13, C12A and C13A atoms were restrained to 1.530 (7) Å, and their displacement parameters were restrained to an approximate isotropic behaviour. H atoms attached to N4 were located in a difference map and refined freely. The remaining H atoms were placed in calculated positions [N-H = 0.88 Å, C-H = 0.95-1.00 Å] and refined using a riding-model with U iso (H) = 1.5U eq (C methyl ) and 1.2U eq (C,N). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1 0.52913 (8) 
